. ITC data for the titration of SAM to TPMT p.Y240C (a) and TPMT p.Y240S (b). Due to the low signal to noise ratio data could not be fitted accurately and therefore only raw data are shown. Figure S2 . The root-mean-squared-deviation (rmsd) to the starting conformation for each of the five 200 ns trajectories for WT, Y240S, and Y240C (blue), the average highlighted in red.
Supplementary figure 2

Supplementary table 1
Table S1. The total interaction strength (Total Int), average interaction strength (Ave Int), and number of interacting residues (#Int) for the ten most interacting residues based on the protein network analysis of MD simulation. 
